Arsenopyrite (FeAsS, E07) Structure:
ABC.mP12 14 e e e-002

This structure previously used the label(s) ABC_mP12_14_e_e_e. Calls to these addresses will be redirected here.
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Prototype AsFeS

AFLOW prototype label ABC_.mP12_14_e_e_e-002
Strukturbericht designation EO7

Mineral name arsenopyrite

ICSD 185809

CCDC 1694990

Pearson symbol mP12

Space group number 14

Space group symbol P2y /c

AFLOW prototype command  aflow --proto=ABC_mP12_14_e_e_e-002

__Params=a7b/a7c/a7ﬁvx17y17 21,%2,Y2,22,T3,Y3, 23

Other compounds with this structure

AuTel, FeSbS (gudmundite), OsAsS, OsAsSe, OsPS, OsPSe, OsSbS, RhAsSb, RuAsS, RuAsSe, RuAsTe, RuPS, RuPSe, RuSbS,
RuSbSe, RuSbTe, CoAsy (clinosafflorite), CoSbs, HfO2, IrAss (iridarsenite), IrNa, MoOy (tugarinovite), ReOz, TcOq, VOa,
WO,
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e This is very similar to C43 Baddeleyite, ZrOs.

Simple Monoclinic primitive vectors

a2
Cal
a3
a; = aX
ag = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; +yias + 21 as = (axy +czicosB) X+ by1 §+cz18infz (4e) As 1
B, = —zia;+ (y1 +3) as — = — (azy +c (21— 1) cos B) X+ (4e) AsT
(zl—%) as b(y1+%)y—c(z1—%)sinﬁi
B = —x1a; — Yy ag — 21 a3 = —(ax1+czrcosf) X—by1§ —czysinfBz (4e) As1
By, = al—(yl — %) a2+(21 +%) ag = (aml—l—c(zl —l—%) cosﬁ) X — (4e) As 1
b(yi—3) y+c(z+3)sinB2
B; = Toa + ys as + 2o as = (axg + czacosB) X+ by2§ + czasin 5z (4e) Fel
BG = —Ioaj + (y2 + %) ag — = — ((IJCQ +c (2’2 — %) COS 6) X + (46) Fe I
(2 1) o b+ 2) 9 e (5 - 3)sing2
B, = —Zoa] — Yo ag — 2o a3 = —(axg+czacosf) X —bys § — czosin Bz (4e) Fel
Bg = xgal—(y —%) ag+(22+%> ag = (amg—i—c(zg—i—%) cosﬁ) X — (4e) Fel
b(yg— %) y—l—c(zg—l—%)sinﬁi
By = r3a; +yszas + 23 as = (ax3 + czzcos B) X+ bys § + cz3sin S 2 (4e) S1I
B = —z3a; + (y3 + %) as — = — (aasg +c (23 — %) cos ﬂ) X+ (4e) S1I
(23— 3) a3 b(ys+3) 9 —c(zs—3)sinBz
Bi1 = —Tza; —Ysaz —z3ag = —(azz+czzcosfB) X —bys ¥ — czzsin B2 (4e) S 1
Bz = aza;—(y3— 1) ax+(zs+3) a3 = (ax3 +c (23 + 3) cos B) % — (4e) SI

b(yg—%) y—l—c(z;),—l—%)sinﬁi
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